C14H 8 ClN 2 O4Re, triclinic, P¯ (no. 2), a = 7.5566(3) Å, b = 8.3079(3) Å, c = 12.0017(6) Å, α = 83.583(1)°, β = 88.746(2)°,
i . . − . . H( ) i . . . . H( ) i . . . . H( ) i . . . . H( ) i . . . .
Experimental details
Carbon-bound H atoms were placed in calculated positions (C-H 0.95 Å) and were included in the re nement in the riding model approximation, with U iso (H) set to 1.2Ueq(C).
Discussion
Next to cardiovascular diseases, cancer has become one of the main fatal diseases in industrialized countries. Apart from classical surgery, chemo-and radiotherapeutic treatments have entered the arsenal of possible cures for certain types of cancer. All methods, however, su er from their own set of problematic side-e ects and, as a consequence, the development of radiopharmaceuticals -combining the advantages of chemotherapy as well as radiation methods while at the same time avoiding their unique respective undesired 
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side-e ects -has been a topic of research [1, 2] . Tailoring and ne-tuning of the envisioned radiopharmaceuticals' properties such as lipophilicity and, in particular, inertness is of paramount importance with respect to possible future in vivo applications in contemporary medicine and requires sound knowledge about structural parameters of the ligands applied if a more heuristic approach in the synthesis is to triumph over pure trial-and-error as it is encountered in this speci c eld of coordination chemistry up to the present day. In addition, the spatial requirements of pharmaceuticals are of importance as this factor in uences on their interaction with enzymatic systems and, as a consequence, the pathway and rate of conjugation, functionalization and secretion from the body. In continuation of our ongoing research on the eld of rhenium coordination compounds, the coordination of a multidentate ligand towards a rhenium(I) starting material was attempted. A structural analysis of the crystalline reaction product showed the formation of an unexpected product. The crystal structure of the corresponding rhenium(I) bromido compound is apparent in the literature [3] . The octahedral coordination sphere around the central atom is composed of three carbonyl ligands in fac con guration, one chlorido ligand as well as one molecule of bis(2-pyridylmethanone), the latter coordinating via its two nitrogen atoms to the central atom. A puckering analysis of the six-membered chelate ring according to Cremer & Pople [4] shows the latter to adopt a B4,1 conformation on carbon and rhenium (B C1,Re1 ) [5] . Re-C bond lengths cover a narrow range of 1.904 (7) [6] , the values found in the present study are among the most comon ones reported so far. The least-squares planes as de ned by the non-hydrogen atoms of the two aromatic moieties enclose an angle of 41.65(23)°. In the crystal, C-H· · · O as well as C-H· · · Cl contacts can be observed whose range falls below the sum of van-der-Waals radii of the atoms participating in them [7] . While the former are established by the CH groups in ortho position to the nitrogen atoms as donors and two of the carbonyl ligands as acceptors, the latter contacts are supported by the CH groups in para position to the nitrogen atoms. The C-H· · · O contacts connect the molecules to chains along [101], the C-H· · · Cl contacts expand these chains to planes parallel [101] . In terms of graph-set analysis [8, 9] , the descriptor for the C-H· · · O contacts is R ) descriptor on the same level. Furthermore, a π · · · π contact is apparent in the crystal structure. The shortest intercentroid distance in between two centers of gravity was measured at 3.573(3) Å and is observed between one of the aromatic moieties and its symmetry-generated equivalent.
